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上海药明康德新药开发有限公司
  WuXi AppTec Co., Ltd.
Address: No.1 Building, 288 FuTe ZhongLu, WaiGaoQiao Free Trade Zone, Shanghai, P.R. China
Telephone: 021-50461111     Fax: 021-50461000

pKa Development Report for CS000005
	Compound ID
	Formula
	F.W.
	Experimental pKa value

	
	
	
	Items
	Rep.1
	Rep.2
	Average pKa 
	Comments

	CS000005
	C16H18BrN3O
	348.2
	pKa
	4.39
	4.31
	4.35
	Cosolvent 
(Initial 60v% DMSO)


[image: image3.png]CS000005_Replicate-1_First titration:

Stored: S1313085.sfs

Sample weight: 0.91 mg

Acquisition time: 0.8 hrs
23 points: pH 1.1 => pH 10.1
Selected: pH 2.0 => pH 10.0
Cosolvent: 44.8 wt% DMSO
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CS000005_Replicate-1_Second titration:

Stored: S1313095.sfs

Sample weight: 0.91 mg

Acquisition time: 0.6 hrs
24 points: pH 1.4 => pH 10.1
Selected: pH 2.0 => pH 10.0
Cosolvent: 34.2wt% DMSO
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CS000005_Replicate-1_Third titration:

Stored: S1313102.sfs

Sample weight: 0.91 mg

Acquisition time: 0.6 hrs
24 points: pH 1.6 => pH 10.2
Selected: pH 2.0 => pH 10.0
Cosolvent: 26.2wt% DMSO
CS000005_Replicate-1_Factored concentrations

0.93 mM X 44.8wt% S1313085-1
0.73 mM X 34.2wt% S1313095-1
0.88 mM X 26.2wt% S1313102-1
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pKo(H;0) = 4.39 + 0.07 (GOF=0.7, slope=—0.0475)
K. (DMSO) = —0.37
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CS000005_Replicate-2_First titration: 
Stored: S1313165.sfs

Sample weight: 1.00 mg

Acquisition time: 0.8 hrs
23 points: pH 1.1 => pH 10.1
Selected: pH 2.0 => pH 10.0
Cosolvent: 44.3wt% DMSO
[image: image7.png]Refine Equilibrium Constants and Related Factors X

Tile rited Cosolvet Aseay Pinaiy Key [T373165
Constant_Enor_Equaton Buss  Eror Basis DataFie
2109 £0.030 B+H=BH 1.0741 £0.0572 (0.001436M) B

10868 +0000 CO3:H=HCD3 | 1.0000 +0.0000 (0.001436M) CI
6489 £ 0000 HCD3+H=H2C03 | 10000 +0.0226 (0.000781M) CO3

RESIDUALS PROFILE

oy

Recon Tivant
Glsion M Eol  DataFle  Fader Enor Thant DetaFie 35 7 9
0055542 +0.0000050 10315 s0.0001 MLl p H

10317 200003 KOH

e (| T
Coffcent oo’ Cononns i

et == =1

B H

pted e cdea b ol o |
3




CS000005_Replicate-2_Second titration:

Stored: S1313174.sfs

Sample weight: 1.00 mg                      
Acquisition time: 0.6 hrs
23 points: pH 1.4 => pH 10.1
Selected: pH 2.0 => pH 10.0
Cosolvent: 33.7wt% DMSO
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CS000005_Replicate-2_ Third titration:

Stored: S1313181.sfs

Sample weight: 1.00 mg

Acquisition time: 0.6 hrs
25 points: pH 1.6 => pH 10.4
Selected: pH 2.0 => pH 10.0
Cosolvent: 25.9wt% DMSO
CS000005_Replicate-2_Factored concentrations

1.54 mM X 44.3wt% S1313165-1
1.35 mM X 33.7wt% S1313174-1
0.72 mM X 25.9wt% S1313181-1
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